Key indicators: single-crystal X-ray study; T = 297 K; mean (C-C) = 0.003 Å; R factor = 0.053; wR factor = 0.153; data-to-parameter ratio = 15.1.
The title molecule, C 21 H 26 O 3 , has a six-membered planar carbon ring as the central core, substituted at position 1 with phenoxycarbonyl, at position 2 with hydroxy and at positions 3 and 5 with tert-butyl groups. The structure shows two independent but very similar molecules within the asymmetric unit. For both independent molecules, the ester carboxylate group is coplanar with the central core, as reflected by the small C-C-O-C torsion angles [179.95 (17) and 173.70 (17) ]. In contrast, the phenyl substituent is almost perpendicular to the carboxylate -CO 2 fragment, as reflected by C-O-C-C torsion angles, ranging from 74 to 80 . The coplanarity between the central aromatic ring and the ester carboxylate -CO 2 -group allows the formation of an intramolecular hydrogen bond, with OÁ Á ÁO distances of 2.563 (2) and 2.604 (2) Å .
Related literature
For the synthesis of the title compound, see: Moore et al. (2008) ; Benisvy et al. (2004) . For similar molecules, see: Baptista (1966) ; Bilgram et al. (1982) ; Hammond et al. (2002) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART-NT (Bruker, 2001 ); cell refinement: SAINT-NT (Bruker, 1999) ; data reduction: SAINT-NT; program(s) used to solve structure: SHELXTL-NT (Sheldrick, 2008 ); program(s) used to refine structure: SHELXTL-NT; molecular graphics: SHELXTL-NT; software used to prepare material for publication: SHELXTL-NT. 
Comment
Benzoate phenyl esters have been described to be precursors of benzimidazole molecules by reaction with 1,2-phenylenediamine (Moore et al., 2008) . The crystal shows two independent but very similar molecules within the asymmetric unit. For both independent molecules, the carboxylic acid group from ester is coplanar with the central core, as reflected by the small C-C-O-C torsion angles (C1-C7-O3-C16, 179.95 (17)°; C22-C28-O6-C37 173.70 (17)°), while the phenyl substituent is almost perpendicular to the carboxylate CO 2 fragment (C7-O3-C16-C21 110.4 (2)°; C7-O3-C16-C17 -74.1 (3)° and C28-O6-C37-C38 -69.2 (3)°; C28-O6-C37-C42 117.4 (2)°). The co-planarity between the central aromatic ring and the carboxylate CO 2 group from ester allows the definition of a intramolecular hydrogen bond, with O···O 2.563 (2) and 2.604 (2) Å.
The structure is closely related to that of the unsubstituted 2-hydroxybenzoic acid phenyl ester (Baptista, 1966; Bilgram et al. 1982; Hammond et al., 2002) , where the carboxylate group is almost coplanar to the phenyl ring where is attached (C-C-O-C less than 2° deviated from 180°) and the benzoate phenyl almost perpendicular to the carboxylate (C-O-C-C 75.8° and -100.5°).
The phenyl rings from the benzoate from each of the two molecules within the asymmetric unit defines a weak π···π interaction with Cg 1 (C16, C17, C18, C19, C20, C21)···Cg 2 (C37, C38, C39, C40, C41, C41) 3.903 (2) Å].
Experimental
The compound was prepared by methods described in literature (Benisvy et al., 2004) slighty modified by using CHCl 3 for crystallization instead of pentane. The title compound was prepared in a 40% yield.
Refinement
The H-atoms positions were calculated after each cycle of refinement using a riding model for each structure, with C-H distances in the range 0.93 to 0.96 Å. U iso (H) values were set equal to 1.5U eq of the parent carbon atom for methyl groups and 1.2U eq for the others. The hydroxyl hydrogen atoms were located in the difference Fourier map, but were subsequentely refined with constraints, O-H 0.82 Å and U iso (H) 1.5U eq of the parent oxygen atom.
sup-2 Figures   Fig. 1 . Molecular structure diagram showing the two independent molecules of I within the crystal, with atom numbering scheme. Displacement ellipsoids are at 25% probability level and H atoms are shown as spheres of arbitrary radii. Intramolecular hydrogen bonds are shown using a dotted line.
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